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Table S1. The comparison of experimental and calculated value of m/z for the most abundant monoisotopic

peaks. In this table the data from Figure 3 are collected.

experimental calculated elemental formula | Absolute | Relative
Peptide z m/z value m/z value of complex error error
[Da] [ppm]
Ac-KLH-NHOH |2+ 1061.8307 1061.8305 C80H136N28020Cu5 | 0.0002 0.19
3+ 708.2250 708.2225 C80H137N28020Cu5 | 0.0025 3.53
4+1531.4191 531.4189 C80H138N28020Cu5 | 0.0002 0.38

Table S2. Comparison of k; values of Ac-KLH-NHOH and its complex with Cu(II) ions as a function of pH.

Studied system kx104[h]
pH | peptide complex
52120 -1.9
7.2 11433 -2.7
7.3 | 168.0 0.4
8.2 | 400.2 24
83 (4173 33
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The mass spectrometry
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Figure S 1. The mass spectrum recorded for Ac-KLH-NHOH and Cu?" at pH 10.5.
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Figure S 2. The mass spectrum recorded for [AD]-NHOH after 20 min incubation at pH 9.5. The signal of
m/z 860.5443 corresponds to the peptide with hydroxamic acid (marked in red color) and the signal of m/z
853.0381 corresponds to the peptide with the carboxylic group instead of the hydroxamic acid one.




According to our preliminary experiments, the hydrolysis depends on the sequences of peptides and

histidine strongly improves this process.

I1. Circular dichroism
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Figure S 3. Representative CD spectra registered for Cu(Il)-[AH]-NHOH at the 0.8:1 metal:ligand ratio:
Ceoumy = 0.80x10* M. The CD spectra are shown in two ranges for a better presentation of the bands of

different molar ellipticity values.



5
=)
*
= 04
©
&
©
S5
S
(&)
2 -10-
S,
g
T
-20 — 1+ T1_ ‘'t T ' T _‘* T _‘*t T _ * T '+ T * 1
210 220 230 240 250 260 270 280 290 300
Wavelength [nm]
0,4— —pH2.5
o) 1 —pH 7.5
< 02
5 1 —
0,0/ T ——" T
5 MY
*
NE '0!2_
(@]
g -04-
g m
@ 06
-0!8 I T I T T T T T 1
400 500 600 700 800

Wavelength [nm]

Figure S 4. Representative CD spectra registered for Cu(Il)-Ac-KLH-NHOH as a function of pH at the
0.8:1 metal:ligand ratio: Ccyqny = 0.80x103 M. The CD spectra are shown in two ranges for a better

presentation of the bands of different molar ellipticity values.



